Supporting Information

Correlation of the EPR properties of perchlorotriphenylmethyl radicals and their efficiency as DNP polarizers
C DNP enhancements radicals 1 and 2. The calculation has been performed in the saturation limit for one equivalent unit of the PTM radicals, i.e. considering 6 ortho and 6 meta Cl for radical 1 and 6 ortho and 3 para Cl for radical 2. Contributions from both Cl isotopes have been added weighted by their natural abundance (~76% for 35 Cl and ~24% for 37 Cl). Note that the absolute value of the maximum DNP enhancement in radical 1 is higher than the same obtained for radical 2. The effect of ±10% change in hyperfine coupling is found to be rather subtle. In contrast a 10% reduction in quadrupole coupling constant was found to introduce significant shift to low frequencies (right panel, blue line).
